As part of our investigations on but-2-yne 1,4-diol molecules, the title molecule, (I), has been synthesized and structurally characterized. The molecule is centrosymmetric with the centre of inversion located at the mid-point of the C14≡C14 i bond,
The molecule of the title compound, C 28 H 22 O 2 , is centrosymmetric with the inversion centre located at the mid-point of the C C bond [1.178 (5) Å ]. The hydroxyl groups therefore lie on either side of the molecule. The crystal structure is stabilized by O-HÁ Á ÁO hydrogen bonds, leading to the formation of a linear supramolecular chain along the b axis.
Related literature
For related structures, see: Braga et al. (1997) ; Steiner (1996) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày; Àz.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1996) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009 ); software used to prepare material for publication: SHELXL97. Fig. 1 ; symmetry operation i: 1-x, 1-y, -z. From symmetry, the hydroxyl groups lie on opposite sides of the molecule. The C14≡C14 i bond distance of 1.178 (5) Å is comparable with those in uncoordinated alkyne, i.e. 1.193 (3) A° (Braga et al., 1997) , and 1.200 (4) Å in 2-butyne-1,4-diol (Steiner, 1996) . The OH groups in (I) are engaged in intermolecular hydrogen bonding interactions (Table 1 ) that lead to the formation of a linear supramolecular chain along the b axis.
Experimental
Sodium acetylide (2.5 ml, 18 wt%, 0.01 M) was placed in a round bottom flask, washed twice with dry THF to remove xylene and light mineral oil. A solution of benzophenone (1.82 g, 0.01 M) in dry THF (10 ml) was added drop-wise to the above mixture and stirred for 2 h. A slight excess of powdered ammonium chloride (5 g) was added gradually to decompose the sodium derivative. The mixture was allowed to stand overnight with stirring (to remove excess ammonia).
The residue was extracted with dry THF, the organic layer was washed successively with water; dilute sulphuric acid and sodium hydrogen carbonate solutions, and then dried over magnesium sulphate. The obtained product was purified using column chromatography with hexane and ethylacetate (3:2). The obtained product was recrystallized from diethyl ether. M.pt.: 459-461 K, Yield: 52%.
Refinement
The H atoms were placed in their calculated positions and allowed to ride on their carrier atoms with C-H = 0.93 Å and O-H = 0.82 Å, and with U iso = 1.2U eq (C) and U iso = 1.5U eq (O) for OH group. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds supplementary materials sup-3 in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) C7-C12-C13-O1 137.1 (3) C5-C6-C1-C2 0.4 (5) C11-C12-C13-O1 −44.2 (3) C13-C6-C1-C2 177.5 (3) C7-C12-C13-C14
18.4 (4) C1-C6-C5-C4 −1.0 (5) C11-C12-C13-C14 −162.8 (3) C13-C6-C5-C4 −178.1 (3) C7-C12-C13-C6 −104.1 (3) C8-C9-C10-C11 1.1 (6) C11-C12-C13-C6 74.7 (3) C12-C11-C10-C9 −0.6 (6) C7-C12-C11-C10 −0.5 (5) C10-C9-C8-C7 −0.6 (5) C13-C12-C11-C10 −179.3 (3) C12-C7-C8-C9 −0.4 (5) O1-C13-C6-C5 −155.4 (2) C6-C5-C4-C3 0.6 (5) C14-C13-C6-C5 −36.0 (4) C6-C1-C2-C3 0.5 (6) C12-C13-C6-C5 86.8 (3) C5-C4-C3-C2 0.4 (6) O1-C13-C6-C1 27.6 (3) C1-C2-C3-C4 −0.9 (7) C14-C13-C6-C1 147.0 (3) Symmetry codes: (i) −x+1, −y+1, −z. supplementary materials sup-6 Fig. 1 
Hydrogen

